The V th MDMM 2012 meeting was attended by 136 participants from 21 countries and was devoted to discussions and presentations of current computational methods along with their applications in molecular modeling, the design of molecular materials, and related fields. This conference continues a tradition of alternating Polish-Czech (+American) The 19 articles published in this volume highlight the wide variety of the contributions to the conference. We would like to express our sincere gratitude to all the authors for their contributions.
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